The amine groups on the azpy ligands are disordered over two positions with 0.8 and 0.2 occupancies respectively. The hydrogen atoms on these groups could not be located in the Fourier difference map. The THF solvent molecules in the structure are disordered.
1. The dabco ligands are rotationally disordered over two positions and were modelled with a total occupancy of 1. The O(1T) containing THF solvent molecule was modelled with 0.2 occupancy and two water molecules of total occupancy 0.8 were modelled in the vicinity of this molecule. The hydrogen atoms on the water molecules could not be located in the Fourier difference map and were not modelled. The phenyl ring is disordered over two positions with a total occupancy of 1. One tertiary butyl group is rotationally disordered and was modelled over two positions with a total occupancy of 1.
Bond length and angle restraints, including a FLAT command, were necessary to facilitate realistic geometries in regions of disorder. One of the tertiary butyl groups is rotationally disordered and was modelled over two positions with a total occupancy of 1. Despite the acceptable R factor of this structure the completeness is low. Initial indications suggested that the crystal was of higher symmetry and data was collected in a monoclinic space group rather than triclinic. More than 18000 reflections were collected, however, completeness to 50° 2θ is less than ideal.
Unfortunately, when this was notice the opportunity had passed for recollection. The data/parameter ratio is still greater than 11. A reasonable amount of confidence can be had in the structure presented. Each of the DCM molecules is disordered and is modelled over two positions each with a total occupancy of 1. The large residual peaks in close proximity to the copper(II) ion is presumably due to inadequate absorption correction due to the large crystal size rather than inadequate modelling. Three of the four tertiary butyl groups are rotationally disordered and were modelled in two positions, each with a total occupancy of 1. The two THF solvent molecules are also disordered and were modelled over two positions each with a total occupancy of 1. (4) Cu (1) O (2) 1 170.93(13) O (3) Cu (1) O (2) 1 88.35(11) O (4) Cu (1) O (1) 1 86.11(12) O (3) Cu (1) O (1) 1 166.23 (15) O(2) 1 Cu (1) O (1) 1 91.57(11) O (4) Cu (1) N (1) 95.26(13) O (3) Cu (1) N (1) 95.42 (12) O(2) 1 Cu (1) N (1) 93.75 (13) O(1) 1 Cu (1) N (1) 98.32 (14) O (8) 1 Cu (2) O (6) 164.65 (15) O(8) 1 Cu (2) O (7) 1 93.31(15) O (6) Cu (2) O (7) 1 88.25(12) O (8) 1 Cu (2) O (5) 85.31(17) O (6) Cu (2) O (5) 91.92(14) O (7) 1 Cu (2) O (5) 175.34(15) O (8) 1 Cu (2) N (2) 97.44(15) O (6) Cu ( Three of the tertiary butyl groups are rotationally disordered and were modelled over two positions with a total occupancy of 1 each. There are three disordered THF solvent molecules present in the lattice. One was modelled over two positions with a total occupancy of 1. The second was modelled over two positions with a total occupancy of 0.7 and the third was modelled over two positions with a total occupancy of 0.5, bringing the total number of THF molecules modelled to 2.2. The non-integer number of solvent molecules is presumably due to solvent loss during the mounting process, which is consistent with the analytical results obtain after drying. The hydrogen atoms on C (41) were modelled as rotationally disordered over two positions. Bond length and angle restraints were necessary to facilitate realistic geometries in regions of disorder. (2) N (3) 1 2.238 (6) O (1) Cu (1) O (7) 172.0(3) O (1) Cu (1) O (8) 86.9(3) O (7) Cu (
Cu (2) The SQUEEZE function of Platon [PLATON, Spek, A.L., Acta Cryst., 1990, A46, C-34] estimated the volume of these channels to be 482.4 Å 3 per unit cell or 13.8 % of the total volume of the unit cell which is presumably filled with disordered nitrogen molecules, as no sensible model could be found for the small amount of residual electron density present, which Platon estimated to be a mere 57 e -Å -3 ,it was not modelled, which resulted in a higher than ideal residual electron peak max/min ratio. 
